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1. Figure S1 . 
-O-glycoside conformation
Motions about O-glycosidic linkages defined by two or three C-O torsion angles, ,  and are monitored during the MD Simulation. Graphical representation is depicted in Figure S3 and Figure S4 . 
-H-bonds Interactions 
Hydrogen Bond Average Distance (Å)
OD2(Asp90)-H4O(ManA) 2,601 O4(ManA)-HD21(Asn134) 2,873 O3(ManA)-H(Gly108) 2,885
-O-glycoside conformation
Motions about O-glycosidic linkages defined by two or three C-O torsion angles, ,  and are monitored during the MD Simulation. Graphical representation is depicted in Figure S7 and Figure S8 . 
-H-bond Interactions Figure S10 ). 
Three major conformers were identified, especially differing in the Yandangles of the Manα1→6Manβ linkage. Only gg rotamers are present in the case of the Fucα1→6GlcNAcβ linkage ( Figure S11 ). 
STD-NMR Spectra and Epitope Mapping
STD experiments for compounds 2, 3 and 4 were recorded twice (n1 and n2 experiments) to ensure reproducibility. STD spectra and STD-AF average values are shown in figures S16-S21.
-Trimannose 2
Figure S16. a) STD spectrum (on-resonance frequency 0.6 ppm) of a sample containing 1.2 mM of ligand 2 and 30 M of PSA at 40 °C (600 MHz) using flip-back pulses as water a) Experiment n1
